LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56530.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.309 340 344 352 rBB3 7381 11926 1.59% 0.179%
2 5.802 421 428 437 rBB 28559 49754 6.65% 0.746%
3 7.424 697 704 712 rBV 31653 54233 7.25% 0.813%
4 8.276 843 849 858 rVB 148617 258253 34.50% 3.872%
5 9.457 1042 1050 1055 rBvV 19445 40698 5.44% 0.610%
6 10.285 1185 1191 1197 rBV5 5372 8077 1.08% 0.121%
7 10.497 1223 1227 1232 rBV3 7129 11921 1.59% 0.179%
8 11.049 1314 1321 1324 rBV2 12507 20692 2.76% 0.310%
9 11.114 1324 1332 1340 rVB 194686 355992 47.56% 5.337%
10 11.231 1345 1352 1357 rVB5 7351 14987 2.00% 0.225%
11 11.578 1407 1411 1416 rVB4 4554 7881 1.05% ©.118%
12 11.789 1439 1447 1453 rBV9 7130 15140 2.02% 0.227%
13 11.924 1463 1470 1475 rVB7 6042 11907 1.59% 0.179%
14 12.007 1481 1484 1489 rVB4 5548 8278 1.11% 0.124%
15 12.083 1493 1497 1502 rVB6 6324 11230 1.50% 0.168%
16 12.136 1502 1506 1512 rVB5 5046 7592 1.01% 0.114%
17 12.283 1523 1531 1537 rBV2 16690 29382 3.93% 0.440%
18 12.471 1558 1563 1572 rBV3 20538 33895 4.53% 0.508%
19 12.982 1642 1650 1656 rBV5 15145 27145 3.63% 0.407%
20 13.241 1690 1694 1696 rBV4 6968 10201 1.36% 0.153%
21 13.411 1717 1723 1726 rBV4 10901 15501 2.07% 0.232%
22 13.523 1736 1742 1752 rVB 84194 131024 17.50% 1.964%
23 13.693 1766 1771 1777 rVB2 30359 43065 5.75% ©0.646%
24 13.840 1790 1796 1801 rVB6 10974 20615 2.75% ©.309%
25 14.169 1847 1852 1856 rBV5 8049 15741 2.10% 0.236%
26 14.216 1856 1860 1864 rVV7 11596 19352 2.59% 0.290%
27 14.257 1864 1867 1874 rVV9 10663 20876 2.79% ©.313%
28 14.322 1874 1878 1879 rVWW3 12625 15951 2.13% 0.239%
29 14.345 1879 1882 1886 rVv4 19172 26838 3.59% 0.402%
30 14.398 1886 1891 1895 rVV7 11509 21986 2.94% 0.330%
31 14.463 1895 1902 1907 rVVv8 11958 22231 2.97% 0.333%
32 14.545 1912 1916 1921 rVB7 5228 8354 1.12% 0.125%
33 14.639 1928 1932 1938 rVBS8 5315 9046 1.21% 0.136%
34 14.751 1947 1951 1958 rVB 37047 54144  7.23% 0.812%
35 14.897 1967 1976 1984 rVB 343703 544403 72.73% 8.161%
36 15.027 1994 1998 2001 rVB5 5700 8537 1.14% 0.128%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.097 2005 2010 2014 rBV6 8202 15659 2.09% ©.235%
38 15.244 2032 2035 2039 rVV6 7480 10918 1.46% 0.164%
39 15.291 2039 2043 2051 rVB8 8140 17462 2.33% 0.262%
40 15.367 2051 2056 2060 rBV6 13409 25519 3.41% 0.383%
41 15.432 2064 2067 2072 rVB6 8133 12629 1.69% 0.189%
42 15.503 2074 2079 2082 rBV6 10155 19745 2.64% 0.296%
43 15.696 2105 2112 2116 rBV 48959 65848 8.80% 0.987%
44 15.808 2126 2131 2133 rBV4 5602 7854 1.05% 0.118%
45 15.914 2143 2149 2150 rBVS 4709 7880 1.05% ©.118%
46 16.096 2172 2180 2185 rBV7 21887 50920 6.80% ©.763%
47 16.196 2193 2197 2201 rBV6 9823 12153 1.62% 0.182%
48 16.313 2215 2217 2223 rVB7 7876 11727 1.57% 0.176%
49 16.378 2223 2228 2235 rBV2 47430 75195 10.05% 1.127%
50 16.554 2254 2258 2261 rBV 49616 71871 9.60% 1.077%
51 16.895 2313 2316 2320 rBV5 7345 10318 1.38% 0.155%
52 17.065 2342 2345 2350 rVB5 10405 13961 1.87% 0.209%
53 17.130 2352 2356 2359 rBV5 6163 8572 1.15% 0.129%
54 17.347 2388 2393 2397 rVB 45014 52570 7.02% 0.788%
55 17.400 2398 2402 2407 rVB5 19069 24591 3.29% 0.369%
56 17.635 2436 2442 2448 rBV 435666 662558 88.52%  9.933%
57 17.677 2448 2449 2454 rVB 21810 21301 2.85% ©.319%
58 17.776 2463 2466 2469 rVB5 7089 7866 1.05% 0.118%
59 17.818 2471 2473 2480 rVB8 7365 11843 1.58% 0.178%
60 17.953 2494 2496 2500 rBV4 6131 8573 1.15% 0.129%
61 18.082 2515 2518 2523 rW 42609 58574 7.83% 0.878%
62 18.135 2523 2527 2531 rVB7 14258 20292 2.71% 0.304%
63 18.258 2543 2548 2555 rVB 199744 247487 33.06% 3.710%
64 18.352 2560 2564 2569 rBV7 11343 22163 2.96% ©.332%
65 18.487 2583 2587 2590 rBV4 24122 36923 4.93% 0.554%
66 18.687 2617 2621 2622 rBV4 13049 13155 1.76% 0.197%
67 18.769 2631 2635 2639 rVB 42983 53059 7.09% ©.795%
68 19.292 2720 2724 2727 rBV6 10749 14566 1.95% ©0.218%
69 19.386 2735 2740 2742 rBV2 354214 445907 59.57% 6.685%
70 19.416 2742 2745 2749 rVB 479316 550583 73.56% 8.254%
71 19.539 2763 2766 2771 rBV 102519 134692 17.99% 2.019%
72 19.604 2774 2777 2778 rVWV3 28939 35013 4.68% 0.525%
73 19.627 2778 2781 2784 r\W4 44582 66264 8.85% 0.993%
74 19.674 2786 2789 2794 rVB 32724 50346 6.73% ©.755%
75 19.903 2826 2828 2831 rBv4 17133 17182 2.30% 0.258%
76 19.956 2835 2837 2841 rVB 33088 31855 4.26% ©.478%

8270-BG012723.M Fri Feb 03 13:41:46 2023 Pag 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 20.033 2847 2850 2857 rVB 42747 64722 8.65% 0.970%

78 20.209 2876 2880 2885 rVB 148019 186304 24.89% 2.793%
79 21.930 3167 3173 3184 rVB 433733 748522 100.00% 11.221%
80 25.362 3751 3757 3769 rVB 237548 678549 90.65% 10.172%

Sum of corrected areas: 6670539
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG056530.D\data.ms
600000

500000
400000
300000
200000 11.114

8.276

100000

5.802 7.424 9.457 -;‘711295

5.309 10.285197 11 (g émﬁ'-

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/\\‘\\\\‘\\\ T
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 1100 11.50 12.00 1250

Abundance TIC: BG056530.D\data.ms
600000

19.416 21.830

500000
17.635

19.
400000 9-188

14.897

300000
200000

100000| 13.523

e s S, 1675008 8
OHH‘HH‘HH‘HH‘HH““‘\““\‘“‘\““\““\““\““\““\“"\““\““\““\““\“H\‘H

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG056530.D\data.ms
600000

500000
25.362

400000
300000
200000vaxwvﬂwﬂNmﬂWWWMNWWWwMMWMwWJ

100000

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.697 2.42 ng 65848  Acenaphthene-d1e 14.897
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
3 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 46
4 Sulfurous acid, hexyl tridecyl e... 348 C19H4003S 1000309-13-5 38
5 Sulfurous acid, decyl hexyl ester 306 C16H3403S 1000309-13-2 38
Abundance Scan 2112 (15.696 min): BG056530.D\data.ms (-2105) (- | m/z 71.00 100.00%
71.0
5000 43.0
99.0 A, el
15.50 16.00
127.1  168.1 196.0 226.2
0 H‘_‘H‘HuM_MHJM‘NNJM\muwuH‘M‘H‘H‘w“u‘u“ m/z 85.10 80.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
5000 85.0 LI — L —
15.50 16.00
29.0 m/z 57.05 71.94%
oLl ) 11301410 1690 197.0 2260
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
= =
15.50 16.00
m/z 43.00 38.63%
5000 85.0 /
29.0 141.0
O b 11301690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 W\\N //L)
Abundance #188716: Sulfurous acid, hexyl nonyl ester e 1
85.0 15.50 16.00
m/z 41.00 32.047%
43.0
5000
127.0
0 | | | 179.0
H‘_“W‘H“H‘w"H‘H““‘H“H‘““W‘H“H‘w“u e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentadecane, 7-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.554 2.17 ng 71871  Phenanthrene-d10 17.635
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2258 (16.554 min): BG056530.D\data.ms (-2254) (- | m/z 71.00 100.00%
71.0
5000
410
T \
“ h 207.1 16.50 .
Ottt m/z 85.00 76.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 o :
16.50
1120 m/z 57.00 64.347%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123960: Heptadecane
57.0
R \
16.50
5000 m/z 43.00 38.60%
99.0
0 27‘ H\ \ H\ \‘ d‘ \1410 1830 2400
HwH‘wH‘WHH‘HH‘HH_‘H_‘H“H‘_H‘_HW‘HW‘HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59088: Decane, 2,3,5-trimethyl- —— ‘
57.0 16.50
m/z 41.05 27.90%
5000
141.0
27.0 | 99.0 |
S AU E— .
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.258 7.47 ng 247487  Phenanthrene-die 17.635
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 81
4 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 74
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 64
Abundance Scan 2548 (18.258 min): BG056530.D\data.ms (-2543) (- | m/z 74.00 100.00%
74.0
5000
410 142.9 221.2 — —
CLly 185.1 ‘ 701 18.00 1850
Obrrsthel b AT L L Lo m/z 87.00 81.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r— —
43.0 18.00 18.50
143.0 m/z 227.20  24.28%
0 ‘u \“ ‘\ ‘ Dl g \115 O\ 17?' 0\199 0227.0 279 -0
\’HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60758: Decanoic acid, methyl ester
74.0
rog— o]
18.00 18.50
43.0 o
5000 m/z 142.95 18.847%

‘ 143.0
H ‘h‘ o 4150 | | 186.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 18.00 18.50

m/z 75.00 16.22%

O

5000, 43.0

‘ L 11030 1850 2270 2700

oyl bl FLEO T 1850 2270 2100 S— ‘

—
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Methyl 9-cis,11-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.386 13.46 ng 445907  Phenanthrene-d10 17.635
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 97
2 cis-13,16-Docasadienoic acid, me... 350 C23H4202 1000333-60-3 96
3 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 93
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 93
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 91
Abundance Scan 2740 (19.386 min): BG056530.D\data.ms (-2735) (- | m/z 67.00 100.00%
67.0
5000
09.0
= —
‘ ‘ 206. 0 263.1 19.00 19.50
0 “‘V”‘M ) “‘u‘ e 18031 8500 o 81,08 94.77%
m/z--> 50 100 150 200 250 300 350
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 = —
19.00 19.50
09.0 294.0 m/z 95.00  66.15%
O “‘“‘\h Hh M‘\HH\ ‘1 \“\“ T ‘2\2(‘\)\0\ T \H\ T \“ L
miz--> 50 100 150 200 250 300 350
Abundance #259949: cis-13,16-Docasadienoic acid, methyl ester
670
-~ —
19.00 19.50
m/z 82.00 46.76%
5000 09.0
29. 350.0
u h”\ ‘ flo 1920 23402760 | |
0- “‘N‘M L B e e e
m/z--> 50 lOO 150 200 250 300 350
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate P R
67.0 19.00 19.50
m/z 55.00 45.447%
5000
09.0 294.0
11 18 PO N NS |V
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.416 16.62 ng 550583 Phenanthrene-d10 17.635
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 97
Abundance Scan 2745 (19.416 min): BG056530.D\data.ms (-2742) (- | m/z 69.00 100.00%
69,0
—T—
19.50
ol 1L m/z 74.80  96.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 T
19.50
264.0 m/z 83.00 93.17%
LU \\ Jpp0i8007220 |
0 ‘h‘ ‘iu“ ‘\‘\‘H‘ i “u‘\\h‘\\‘m‘u‘ by - ‘\ R R e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
—
19.50
5000 m/z 55.00 82.83%
ok ‘\\ | “\ “
m/z--> 50 100 150 200 250 300 350 400
Abundance #194421: 14-Octadecenoic acid, methyl ester —
55.0 19.50
m/z 97.00 74.12%
5000
264.0
38.0180. 0222 0 ‘
UL om0 L,
m/z--> 5 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On 3 Feb 2023 1:41

Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Methyl stearate Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
19.539 4.07 ng 134692  Phenanthrene-die 17.635
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 91
2 Heptadecanoic acid, 16-methyl-, . 298 C19H3802 005129-61-3 86
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 78
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 72

Abundance Scan 2766 (19.539 min): BG056530.D\data.ms (-2763) (- | m/z 74.00 100.00%
74.0
5000 ﬂ
1430 199, 2552 -
0T O O VO
ol ‘“ bl bbb LT 384 7 87 00 84.12%
miz-> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 ‘ ‘
19.50
143.0 255.20 21.23%
| ‘ 199.0 255.0 298.0
O\\\\‘\“‘“‘M\‘\‘\\‘\\\‘\“\\\\“\‘\\\“\\\\‘
miz--> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
19.50
5000 m/z 75.00 17.66%
28.0
143.0 255.0 298.0
‘ 199.0 ‘ ‘
m/z--> 50 100 150 200 250 300
Abundance #214951: Nonadecanoic acid, methyl ester L AL wpn
74.0 19.50
143.00 17.46%
5000
143.0
312.0
1, ‘ 1900 2600 %%
oHH_‘ Ml d o e
m/z--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknownl9.627 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.627 2.00 ng 66264  Phenanthrene-d1e 17.635
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 46
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 46
3 Oleic Acid 282 C18H3402 000112-80-1 43
4 Cyclopropane, 1,1,2-trimethyl-3-... 140 C10H20 041977-43-9 38
5 4-Undecene, 4-methyl-, (Z)- 168 C12H24 074630-57-2 38

Abundance Scan 2781 (19.627 min): BG056530.D\data.ms (-2778) (- | m/z 83.00 100.00%
83.0

5000

%

19.50 20.00
0- m/z 69.00 84.71%

m/z--> 50 100 150 200 250 300 350
Abundance #104597: 7-Hexadecene, (Z)-
55.0

5000 17
7.0 19.50 20.00
m/z 55.00 56.75%
d h‘ﬂd

‘ | 14001810 2240
\\\\‘\ T T T \\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0

T
19.50 20.00

o

5000 m/z 97.00 52.75%
153.0
oL— “‘ U ‘\ . “‘\h“m‘ \}\ — “\‘ - ‘2‘2“4‘9 P
m/z--> 50 100 150 200 250 300 350
Abundance #176207: Oleic Acid —T ——
55.0 19.50 20.00

m/z 70.00 52.10%

B | ﬂJ\/M
264.0
8.0 1
0715- ﬂﬁ”h \h \\\8992220 L — T T

m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020223\
Data File : BG@56530.D

Acq On : 3 Feb 2023 1:41
Operator : CG/JU

Sample : 01401-01 10X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecane 15.697 2.4 ng 65848 3 14.897 544403 20.0
Pentadecane, 7-... 16.554 2.2 ng 71871 4 17.635 662558 20.0
Hexadecanoic ac... 18.258 7.5 ng 247487 4 17.635 662558 20.0
Methyl 9-cis,11... 19.386 13.5 ng 445907 4 17.635 662558 20.0
13-Octadecenoic... 19.416 16.6 ng 550583 4 17.635 662558 20.0
Methyl stearate 19.539 4.1 ng 134692 4 17.635 662558 20.0
unknown19.627 19.627 2.0 ng 66264 4 17.635 662558 20.0
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